Key indicators: single-crystal X-ray study; T = 298 K; mean (C-C) = 0.003 Å; R factor = 0.053; wR factor = 0.128; data-to-parameter ratio = 19.0. organic compounds o2154 Feizi et al.
In the title molecule, C 14 H 12 N 4 O 2 S, the conformation about the imine bond is trans. The dihedral angle between the two rings is 88.22 (11) . An intramolecular N-HÁ Á ÁN contact occurs. The crystal structure features N-HÁ Á ÁS and C-HÁ Á ÁO hydrogen bonds.
Related literature
For background to thiosemicarbazone derivatives, see: Shaabani et al. (2011) ; Sardari et al. (1999) . For applications of imine bonds in synthesis, see: Plech et al. (2011) ; Tada et al. (2011) ; Sriram et al. (2007) . For related structures, see: Jian & Li (2006a,b) ; Fang et al. (2007) . Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) Àx þ 1; Ày þ 1; Àz þ 2; (ii) x; y þ 1; z þ 1.
Experimental
Data collection: X-AREA (Stoe & Cie, 2005); cell refinement: X-AREA; data reduction: X-AREA; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 for Windows (Farrugia, 1997) ; software used to prepare material for publication: WinGX (Farrugia, 1999) . supplementary materials Acta Cryst. (2012) . E68, o2154 [doi:10.1107/S1600536812026803] (E)-1-(2-Nitrobenzylidene)-4-phenylthiosemicarbazide Samaneh Feizi, Ali Hossein Rezayan, Soroush Sardari and Behrouz Notash Comment Thiosemicarbazone derivatives are of special importance because of their versatile biological and pharmacological activities. Thiosemicarbazides are potent intermediates for the synthesis of pharmaceutical and bioactive materials and thus, they are used extensively in the field of medicinal chemistry. The imine bond (-N=CH-) in this compounds are useful intermediates in organic synthesis, in particular for the preparation of heterocycles and non-natural β-aminoacids (Plech et al., 2011; Tada et al., 2011; Sriram et al., 2007) .
In a continuation of our research on the development of synthetic methods in heterocyclic chemistry (Shaabani et al., 2011; Sardari et al., 1999) here we report the synthesis and structure of the title compound.
The asymmetric unit of the title compound is shown in Fig. 1 . In the title molecule, the configuration is trans about the imine bond (C=N). Bond lengths and angles are in the normal ranges reported for similar structures (Jian and Li (2006a,b) ; Fang et al. (2007) ). The dihedral angle between the two phenyl ring is 88.22 (11)°. The crystal structure exhibits intermolecular N-H···S and C-H···O hydrogen bonds and also intramolecular N-H···O and C-H···N hydrogen bonds ( Fig. 2 & Table 1 ).
To a magnetically stirred solution of 4-phenylthiosemicarbazide (0.167 g, 1.0 mmol) in MeOH (30 ml) in round bottom flask was added a solution of 2-nitrobenzaldehyde (0.151 g, 1 mmol) at room temperature. The mixture was stirred for 48 h. After completion of the reaction, the Precipitate product was filtered and washed with MeOH (20 ml) and dried at room temperature. The final product is a yellow solid (yield 70%).
Refinement
The hydrogen atom attached to nitrogen atoms and C-H of imine moiety were found in difference Fourier map and refined isotropically without restraint. Aromatic C-H protons were positioned geometrically and refined as riding atoms with C-H = 0.93 Å and Uiso(H) = 1.2 Ueq(C). SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 for Windows (Farrugia, 1997) ; software used to prepare material for publication: WinGX (Farrugia, 1999 The asymmetric unit of the title compound with displacement ellipsoids drawn at 30% probability level.
Computing details

Figure 2
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